Photoreactivity of 1d@γ-CD
Figure S14 Product mixture obtained after irradiation of 1d@γ-CD after 36 hrs. Appearance of new signals in the NMR spectrum suggests photoactivity. Lack of dimers suggests supramolecular influence.
X-Ray crystallography

Data Collection
A Leica MZ 75 microscope was used to identify a suitable colorless plate with very well defined faces with dimensions (max, intermediate, and min) 0.243 x 0.186 x 0.016 mm 3 from a representative sample of crystals of the same habit. The crystal mounted on a nylon loop was then placed in a cold nitrogen stream (Oxford) maintained at 100 K.
A BRUKER Venture X-ray (kappa geometry) diffractometer was employed for crystal screening, unit cell determination, and data collection. The goniometer was controlled using the APEX3 software suite. 1 The sample was optically centered with the aid of a video camera such that no translations were observed as the crystal was rotated through all positions. The X-ray radiation employed was generated from a Cu-Iμs X-ray tube (K  = 1.5418Å with a potential of 50 kV and a current of 1.0mA). 45 data frames were taken at widths of 1. These reflections were used to determine the unit cell. The unit cell was verified by examination of the h k l overlays on several frames of data. No super-cell or erroneous reflections were observed. After careful examination of the unit cell, an extended data collection procedure (26 sets) was initiated using omega and phi scans.
Data Reduction, Structure Solution, and Refinement
Integrated intensity information for each reflection was obtained by reduction of the data frames with the program APEX3. 1 The integration method employed a three-dimensional profiling algorithm and all data were corrected for Lorentz and polarization factors, as well as for crystal decay effects. Finally the data was merged and scaled to produce a suitable data set. The absorption correction program SADABS 2 was employed to correct the data for absorption effects.
Systematic reflection conditions and statistical tests of the data suggested the space group P-1. A solution was obtained readily using XT/XS in APEX3. 1, 3 Hydrogen atoms were placed in idealized positions and were set riding on the respective parent atoms. All non-hydrogen atoms were refined with anisotropic thermal parameters. Absence of additional symmetry or void were confirmed using PLATON (ADDSYM). # The structure was refined (weighted least squares refinement on F 2 ) to convergence. 3, 4 Olex2 was employed for the final data presentation and structure plots. 
Job's continuous variation method
Computational chemistry
Computational chemistry calculations were performed using Gaussian '09. Windows 10 desktop with eight dual core processors and 16 GB RAM were used for the purposes. Calculations were performed at different levels of theory to obtain complex structures for gaining insight into relative dimensions and arrangement of the components. Theory performed at molecular mechanics (MM, UFF) and semi empirical (SE PM6) using solvent effects based on IPCM were first obtained. However, the geometryoptimized structures showed the reactant chalcones in which the aromatic rings were orthogonal to the pentadienone skeleton. This was realized to be an unrealistic due to the common knowledge that the molecule is fully conjugated and should remain planar. Hence ab initio calculations were performed using ONIOM wB97XD/631++G(2d,2p)/Auto:PM6. 
Isothermal titration calorimetry
Isothermal titration experiments were performed on a TA nano ITC instrument with titration cell and reference cell volumes of 1000 μL, and a 100 μL syringe used to inject the titrant. Stock solutions (10 -2 M) of γ-cyclodextrin in water and 4-methoxy chalcone 1b in methanol were prepared, which were further diluted with water. The host concentration was diluted to 5 x 10 -4 M, and that of guest was diluted to 5 x 10 -5 M. The solutions were degassed for 15 mins before titration ITC experiments were performed with the cell temperature set to be maintained at 25.0 ο C with each injection volume set at 4.81 μL for nineteen injections. The stirring rate during injection rate was set at 350 rpm. Blank heat from titration of 5 x 10 -4 M host was subtracted from the host-guest complex titration before isotherm fitting algorithm. The independent binding model available in nanoAnalyze software issued along with the VP nano ITC instrument package was used to use for curve fitting. 
